CONTENTS 


Special Issue: Spectroscopy, Theoretical Chemistry and Molecular Structure, A Collection of 
Invited Papers in Honour of Professor K.S. Pitzer 


Dedication to K.S. Pitzer 
Molecular mechanics calculations (MM2) on organometallanes of germanium, tin, and lead 
N.L. Allinger, M.I. Quinn, K. Chen, B. Thompson and M.R. Frierson (Athens, GA, U.S.A.) . 
Conformational studies of bacterial peptidoglycan: structure and stereochemistry of N- 
acetyl-8-D-glucosamine and N-acetyl-8-D-muramic acid 
P.N.S. Yadav and D.K. Rai (Varanasi, India) and J.S. Yadav (Newark, NJ, U.S.A.) .............. 
Computer simulation of the cross peak patterns in NOESY spectra of oligonucleotides: an 
aid to accurate structure determination in aqueous solution 
A. Sheth, R.V. Hosur and G. Govil (Bombay, India) 
Ab initio study of interactions between methanol and nitrogen or carbon monoxide 
Z. Latajka and H. Ratajczak (Wroctaw, Poland), J. Murto (Helsinki, Finland) and W.J. 
Orville-Thomas (Salford, Gt. Britain) 
An ab-initio study of the proton affinity of conjugated Schiff-base and related nitrogen 
compounds: an analysis of the triggering site of bacteriorhodopsin 
N. Sreerama and S. Vishveshwara (Bangalore, India) 
Raman spectral studies on interactions of Br~ ions with CD group of acetonitrile, 
nitromethane and dimethyl sulfoxide 
K. Venkata Ramana and S. Singh (Madras, India) 
Calculations for CH, in a tetrahedral site in an Xe matrix 
M.P. Roberts and H.L. Strauss (Berkeley, CA, U.S.A.) ...........ccccccceececeeecceeeeeeeeeeeeeeeeeneeees 
On the reliability of SCF ab initio calculations of vibrational frequencies and intensities of 
hydrogen-bonded systems 
Z. Latajka and H. Ratajczak (Wroctaw, Poland) and W.B. Person (Gainesville, FL, U.S.A.) .. 
Raman spectroscopic studies of substituted bipyridines, their ruthenium(II) complexes and 
surface-derivatized TiO, 
S. Umapathy, G. Lee-Son and R.E. Hester (York, Gt. Britain) 
Infrared diode laser absorption study of free jets of NH3 
P.N. Bajaj, R.K. Talukdar, P.K. Chakraborti and V.B. Kartha ‘Bombay, India) 
Geometry changes induced by negative hyperconjugative interactions involving carbonyl 
and thiocarbonyl groups 
P.V. Sudhakar and J. Chandrasekhar (Bangalore, India) 
Effects of electron correlations in conjugated organic molecules and solids 
S. Ramasesha (Bangalore, India) 
A study of the electronic structures of n—v addition compounds of BH3 by a combined use 
of UPS and EELS 
T. Pradeep, C.S. Sreekanth, M.S. Hegde and C.N.R. Rao (Bangalore, India) 
On the generalized continuum model of dipolar solvation dynamics 
B. Bagchi (Bangalore, India), E.W. Castner and G.R. Fleming (Chicago, IL, U.S.A.) 
Theoretical studies on the stabilities of 1,2- and 1,3- isomers of cyclic HzA2X2 (A=C,Si, 
X=0,S,CH2): the anomeric effect at silicon 
P.N.V. Pavan Kumar (Hyderabad, India), D.-X. Wang, B. Lam and T.A. Albright 
(Houston, TX, U.S.A.) and E.D. Jemmis (Hyderabad, India) 
Ab-initio calculations on the protonation of simple amides by H30*. Effects of discrete 
hydration and solvent cavity 
M. HodoScek, V. Harb and D. Hadii (Ljubljana, Yugoslavia) 
Computer simulation of protein—carbohydrate complexes: application to arabinose-binding 
protein and pea lectin 
V.S.R. Rao, M. Biswas, C. Mukhopadhyay and P.V. Balaji (Bangalore, India) 


19 


83 


89 





CONTENTS 


Special Issue: Spectroscopy, Theoretical Chemistry and Molecular Structure, A Collection of 
Invited Papers in Honour of Professor K.S. Pitzer 


Dedication to K.S. Pitzer 
Molecular mechanics calculations (MM2) on organometallanes of germanium, tin, and lead 
N.L. Allinger, M.I. Quinn, K. Chen, B. Thompson and M.R. Frierson (Athens, GA, U.S.A.) . 
Conformational studies of bacterial peptidoglycan: structure and stereochemistry of N- 
acetyl-8-D-glucosamine and N-acetyl-8-D-muramic acid 
P.N.S. Yadav and D.K. Rai (Varanasi, India) and J.S. Yadav (Newark, NJ, U.S.A.) .............. 
Computer simulation of the cross peak patterns in NOESY spectra of oligonucleotides: an 
aid to accurate structure determination in aqueous solution 
A. Sheth, R.V. Hosur and G. Govil (Bombay, India) 
Ab initio study of interactions between methanol and nitrogen or carbon monoxide 
Z. Latajka and H. Ratajczak (Wroctaw, Poland), J. Murto (Helsinki, Finland) and W.J. 
Orville-Thomas (Salford, Gt. Britain) 
An ab-initio study of the proton affinity of conjugated Schiff-base and related nitrogen 
compounds: an analysis of the triggering site of bacteriorhodopsin 
N. Sreerama and S. Vishveshwara (Bangalore, India) 
Raman spectral studies on interactions of Br~ ions with CD group of acetonitrile, 
nitromethane and dimethyl sulfoxide 
K. Venkata Ramana and S. Singh (Madras, India) 
Calculations for CH, in a tetrahedral site in an Xe matrix 
M.P. Roberts and H.L. Strauss (Berkeley, CA, U.S.A.) ...........ccccccceececeeecceeeeeeeeeeeeeeeeeneeees 
On the reliability of SCF ab initio calculations of vibrational frequencies and intensities of 
hydrogen-bonded systems 
Z. Latajka and H. Ratajczak (Wroctaw, Poland) and W.B. Person (Gainesville, FL, U.S.A.) .. 
Raman spectroscopic studies of substituted bipyridines, their ruthenium(II) complexes and 
surface-derivatized TiO, 
S. Umapathy, G. Lee-Son and R.E. Hester (York, Gt. Britain) 
Infrared diode laser absorption study of free jets of NH3 
P.N. Bajaj, R.K. Talukdar, P.K. Chakraborti and V.B. Kartha ‘Bombay, India) 
Geometry changes induced by negative hyperconjugative interactions involving carbonyl 
and thiocarbonyl groups 
P.V. Sudhakar and J. Chandrasekhar (Bangalore, India) 
Effects of electron correlations in conjugated organic molecules and solids 
S. Ramasesha (Bangalore, India) 
A study of the electronic structures of n—v addition compounds of BH3 by a combined use 
of UPS and EELS 
T. Pradeep, C.S. Sreekanth, M.S. Hegde and C.N.R. Rao (Bangalore, India) 
On the generalized continuum model of dipolar solvation dynamics 
B. Bagchi (Bangalore, India), E.W. Castner and G.R. Fleming (Chicago, IL, U.S.A.) 
Theoretical studies on the stabilities of 1,2- and 1,3- isomers of cyclic HzA2X2 (A=C,Si, 
X=0,S,CH2): the anomeric effect at silicon 
P.N.V. Pavan Kumar (Hyderabad, India), D.-X. Wang, B. Lam and T.A. Albright 
(Houston, TX, U.S.A.) and E.D. Jemmis (Hyderabad, India) 
Ab-initio calculations on the protonation of simple amides by H30*. Effects of discrete 
hydration and solvent cavity 
M. HodoScek, V. Harb and D. Hadii (Ljubljana, Yugoslavia) 
Computer simulation of protein—carbohydrate complexes: application to arabinose-binding 
protein and pea lectin 
V.S.R. Rao, M. Biswas, C. Mukhopadhyay and P.V. Balaji (Bangalore, India) 


19 


83 


89 





Photolysis of allene—ozone mixtures at 647 nm in cryogenic matrices. Part 1. Formation of 
allene oxide 
K.A. Singmaster and G.C. Pimentel (Berkeley, CA, U.S.A.) .............ccccccceeseceeeceeeeeeeeeeeeeees 215 
Tautomerism of nucleic acid bases and the effect of molecular interactions on tautomeric 
equilibria 
W.B. Person, K. Szczepaniak, M. Szczesniak, J.S. Kwiatkowski,. L. Hernandez and R. 
Czerminski (Gainesville, FL, U.S.A.) 
Conformational analysis from low-frequency vibrational data and ab initio calculations for 3- 
chloropropene 
J.R. Durig, D.T. Durig, M.R. Jaliiian, M. Zhen and T.S. Little (Columbia, SC, U.S.A.) .......... 259 
Structural studies and vibrational analyses of stable and less stable conformers of 1,3,5- 
hexatriene based on ab initio MO calculations 
H. Yoshida, Y. Furukawa and M. Tasumi (Tokyo, Japan) 
Inversion and torsional motions of methylhydrazine studied by microwave and far-infrared 
spectroscopy and ab initio calculation 
N. Murase, K. Yamanouchi (Tokyo, Japan), M. Sugie, H. Takeo and C. Matsumura 
(Ibaraki, Japan), Y. Hamada, MN. Tsuboi and M. Kuchitsu (Tokyo, Japan) 


Author index 


Subject index 





